Charge distribution of histamine monocation in its "essential" conformation.
With the atomic nuclei in positions earlier defined as the "essential" conformation for activity of the histamine monocation, the charge distribution is obtained by integrating the square of the molecular wave function. The results with ab initio wave functions indicate that the positive charge is evenly dispersed over the molecular skeleton and that pictures of receptors involving localized negative sites may be invalid. A detailed description of electron distribution is given.